The title compound crystallizes with two molecules in the asymmetric unit; each molecule displays a zwitterion structure with the pyridine N protonated and the amide N deprotonated (Figs. 1 and 2). The relatively short C1-N2 [1.382 (4) Å] and C12-N5 [1.374 (4) Å] distances indicate that the N2 and N5 lone-pair electrons weakly conjugate with pyridinium rings.
The title compound, C 11 H 9 N 3 O 4 S, crystallizes with two molecules in the asymmetric unit; each molecule exists as a zwitterion in the solid state. Intermolecular N-HÁ Á ÁN hydrogen bonds link the molecules into chains. Weak C-HÁ Á ÁO interactions further stabilize the crystal structure. 
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Data collection
Bruker SMART 1K CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.924, T max = 0.948 6351 measured reflections 4357 independent reflections 2918 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.058 wR(F 2 ) = 0.174 S = 1.02 4357 reflections 349 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.40 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 1997); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 1997); software used to prepare material for publication: SHELXTL. Fig. 1 . Perspective view of one of the two molecules in the asymmetric unit with the atomnumbering scheme and 50% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.35624 (11) 1.06378 (7) 0.83977 (8) (6) C18-C19 1.397 (7) C1-C5 1.416 (5) C18-H18 0.9300 C1-C2 1.427 (5) C19-C20 1.380 (8) C2-C3 1.376 (5) C19-H19 0.9300 C2-H2 0.9300 C20-C21 1.396 (7) C3-H3 0.9300 C20-H20 0.9300 C4-C5 1.387 (5) C21-C22 1.378 (7) C4-H4 0.9300 C21-H21 0.9300 O2-S1-O1 116.20 (17) C6-C7-H7 119.3 O2-S1-N2 115.50 (16) C9-C8-C7 120.7 (5) O1-S1-N2 106.12 (15) C9-C8-H8 119.6 O2-S1-C6 105.37 (18) C7-C8-H8 119.6 O1-S1-C6 106.63 (16) C8-C9-C10 120.1 (5) 
